Optimized structures of ligand 3, 4 and 5
Ligand 3 HF/3-21G(d) C 1.77603900 0.41826900 0.24587500 C 4.03006600 0.30238800 0.12270200 C 3.72593200 1.56290300 0.38270600 H 4.98120900 -0.13751000 -0.02462500 H 4.36879400 2.39495400 0.50485600 N 2.33617000 1.65788200 0.47562400 N 2.83931000 -0.43885500 0.06103400 N 0.50635700 0.19189200 0.26448000 P -0.82909200 -0.35836800 -0.40196600 C -1.56271000 -1.47937600 0.82489900 C -2.52843700 -2.39809600 0.43226100 C -1.19830300 -1.41033300 2.16503100 C -3.13421100 -3.21785900 1.36718200 H -2.78010800 -2.47856200 -0.60572600 C -1.80432000 -2.23199500 3.09917700 H -0.43444600 -0.72335800 2.46745500 C -2.77595400 -3.13372500 2.70152200 H -3.87737100 -3.92367900 1.05346400 H -1.51574300 -2.17205800 4.13015700 H -3.24473900 -3.77154600 3.42472100 C -2.04363400 1.00695300 -0.42945700 C -2.45161900 1.56731900 -1.63294500 C -2.56328900 1.51984600 0.75728500 C -3.33714600 2.63203800 -1.65080600 H -2.08150800 1.15398400 -2.54807900 C -3.44942900 2.57978800 0.73936400 H -2.29201200 1.08155400 1.69568600 C -3.83470400 3.14189500 -0.46670900 H -3.64079100 3.05313700 -2.58866300 H -3.84460500 2.95963800 1.66081000 H -4.52464600 3.96256200 -0.48076300 C 2.89192400 -1.91794900 -0.21457800 C 1.65924600 -2.66063300 0.32233700 C 3.02422600 -2.12383500 -1.73157000 
